Non-nucleoside reverse transcriptase inhibitors (NNRTIs) are very promising therapies in the treatment of human immunodeficiency virus (HIV) (Hopkins et al., 1996 (Hopkins et al., , 1999 . In continuation to our interest in NNRTIs (El-Brollosy et al., 2007 , 2008 , and as part of on-going structural studies of pyrimidine derivatives (El-Brollosy et al., 2011) , we synthesized the title compound (I) as a potential non-nucleoside reverse transcriptase inhibitor. It showed a good antiviral activity against HIV-1 (El-Brollosy et al., 2009). Herein, the crystal structure of (I) was reported.
In the title pyrimidine derivative, C 24 H 28 N 2 O 3 , the uracil unit is essentially planar with an r.m.s. deviation of 0.0054 (1) Å for the eight non-H atoms. The pyrimidine ring is tilted by a dihedral angle of 77.08 (7) with respect to the aromatic ring of the 3,5-dimethylbenzyl substituent, whereas it is nearly parallel to the benzene ring of the phenethoxymethyl unit, with a dihedral angle of 8.17 (8) . An intramolecular C-HÁ Á ÁO hydrogen bond generates an S(6) ring motif. In the crystal, molecules are linked by a pair of amide-uracil N-HÁ Á ÁO hydrogen bonds into an inversion R 2 2 (8) dimer. These dimers are stacked along the b axis throughinteractions with a centroid-centroid distance of 3.9517 (8) Å . Weak C-HÁ Á Á interactions are also present.
Related literature
For bond-length data, see: Allen et al. (1987) . For details of hydrogen-bond motifs, see: Bernstein et al. (1995) . For background to anti-viral HIV therapies, see: El-Brollosy et al. (2007 , 2008 ; Hopkins et al. (1996 Hopkins et al. ( , 1999 . For related structures, see: El-Brollosy et al. (2011 , 2012 Table 1 Hydrogen-bond geometry (Å , ).
Cg3 is the centroid of the C15-C20 ring. Symmetry codes: (i) Àx þ 2; Ày þ 1; Àz; (ii) Àx þ 1; Ày; Àz þ 1; (iii) Àx þ 2; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). In the title pyrimidine derivative, C 24 H 28 N 2 O 3 , the uracil unit is essentialy planar with an r.m.s. deviation of 0.0054 (1) Å for the eight non-H atoms (C1-C4/N1/N2/O1/O2). The 3,5-dimethylbenzyl unit is also planar with an r.m.s. deviation of 0.0049 (2) Å for the nine non-H atoms (C14-C22). The pyrimidine ring is tilted with the aromatic ring (C15-C20) of the 3,5-dimethylbenzyl substituent by a dihedral angle of 77.08 (7)°, whereas nearly parallel to the C8-C13 benzene ring of the phenylethoxymethyl unit with a dihedral angle of 8.17 (7)°. The dihedral angle between the two benzene rings (C8-C13 and C15-C20) is 82.14 (8)°. The orientation of the ethyl and phenethoxymethyl groups respected to the uracil can be indicated by the torsion angles C1-C2-C23-C24 = -85.87 (19)°, and C6-O3-C5-N1 = -67.31 (14)° and C5-O3-C6-C7 = 159.11 (12)°. Intramolecular weak C14-H14B···O3 interaction generates an S(6) ring motif ( Fig. 1) (Bernstein et al., 1995) . The bond distances in (I) are within normal ranges (Allen et al., 1987) and comparable to the related structures (El-Brollosy et al., 2011 , 2012 .
In the crystal packing, (Fig. 2) , the two molecules are linked by a pair of N2-H1N2···O1 hydrogen bonds (Table 1) into a centrosymmetric R 2 2 (8) dimer (Bernstein et al., 1995) . These dimers are stacked along the b axis ( Fig. 2 ) through π-π interactions with a Cg1···Cg2 iv, v distance of 3.9517 (8) (Table 1) are also present.
Experimental 5-Ethyl-6-(3,5-dimethylbenzyl)uracil (0.258 g, 1 mmol) was stirred in anhydrous CH 3 CN (15 ml) under nitrogen and N,O-bis(trimethylsilyl)acetamide (0.87 ml, 3.5 mol) was added. After a clear solution was obtained (10 min), the reaction mixture was cooled to 223 K and trimethylsilyl trifluoromethanesulphonate (0.18 ml, 1 mmol) was added followed by dropwise addition of bis-(2-phenylethyloxy)methane (0.512 g, 2 mmol). The mixture was stirred at room temperature for 4 hr. The reaction was quenched with saturated aqueous NaHCO 3 solution (5 ml) and evaporated under reduced pressure.
The residue was extracted with ether (3 × 50 ml), the combined organic fractions were collected, dried (MgSO 4 ) and evaporated under reduced pressure. The residue was chromatographed on silica gel column with CHCl 3 to afford a white solid, which was recrystallized from ethanol to obtain the title compound as colorless crystals. Yield: 201 mg (51 %), supplementary materials sup-2 Acta Cryst. (2012) . E68, o1031-o1032 M.p.: 396-398 K.
Refinement
The amide H atom was located in a difference map and refined isotropically. The remaining H atoms were placed in calculated positions with d(C-H) = 0.93 for aromatic, 0.97 for CH 2 and 0.96 Å for CH 3 atoms. The U iso (H) values were constrained to be 1.5U eq of the carrier atom for methyl H atoms and 1.2U eq for the remaining H atoms. A rotating group model was used for the methyl groups.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 ).
Figure 1
The structure of the title compound, showing 30% probability displacement ellipsoids and the atom-numbering scheme.
Only the non-aromatic benzyl H and amide H atoms were shown for clarify. supplementary materials sup-3 Acta Cryst. (2012) . E68, o1031-o1032
Figure 2
The crystal packing diagram of the title compound, viewed along the b axis. Only H atoms involving in intermolecular hydrogen bonds are drawn for clarify. N-H···O hydrogen bonds are shown as dashed lines. Δρ min = −0.18 e Å −3 Extinction correction: SHELXTL (Sheldrick, 2008) , Fc * =kFc[1+0.001xFc 2 λ 3 /sin(2θ)] -1/4 Extinction coefficient: 0.0158 (11) Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
6-(3,5-Dimethylbenzyl)-5-ethyl-1-[(2-phenylethoxy)methyl]pyrimidine-2,4(1H,3H)dione

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N1 0.73374 (14) 0.17782 (14) 0.18049 (7) 0.0389 (3) (7) 0.0212 (5) −0.0057 (5) 0.0165 (5) O3 0.0450 (5) 0.0460 (5) 0.0447 (5) 0.0105 (4) 0.0018 (4) 0.0049 (4) C1 0.0413 (7) 0.0390 (7) 0.0321 (6) 0.0148 (6) −0.0005 (5) −0.0003 (5) C2 0.0419 (7) 0.0420 (7) 0.0349 (6) 0.0133 (6) 0.0006 (5) 0.0021 (5) C3 0.0442 (7) 0.0393 (7) 0.0346 (6) 0.0120 (6) 0.0025 (5) 0.0006 (5) C4 0.0435 (7) 0.0438 (7) 0.0364 (6) 0.0165 (6) −0.0012 (5) 0.0019 (5) C5 0.0387 (7) 0.0503 (8) 0.0418 (7) 0.0135 (6) 0.0060 (5) 0.0033 (6) C6 0.0455 (8) 0.0550 (9) 0.0478 (8) 0.0177 (7) −0.0073 (6) −0.0035 (6) C7 0.0501 (9) 0.0463 (8) 0.0630 (9) 0.0129 (7) −0.0099 (7) −0.0063 (7) 0.0589 (9) 0.0562 (9) 0.0520 (9) 0.0240 (8) 0.0054 (7) 0.0045 (7) C14 0.0465 (7) 0.0439 (7) 0.0388 (7) 0.0153 (6) 0.0008 (5) 0.0076 (5) C15 0.0442 (7) 0.0470 (8) 0.0339 (7) 0.0093 (6) −0.0027 (5) 0.0054 (5) C16 0.0574 (9) 0.0488 (8) 0.0370 (7) 0.0127 (7) 0.0015 (6) 0.0039 (6) C17 0.0604 (10) 0.0636 (10) 0.0446 (8) 0.0177 (8) −0.0007 (7) −0.0067 (7) supplementary materials sup-6 Acta Cryst. (2012) . E68, o1031-o1032 C18 0.0635 (10) 0.0863 (13) 0.0354 (8) 0.0165 (9) 0.0033 (7) −0.0063 (7) C19 0.0591 (9) 0.0743 (11) 0.0346 (7) 0.0082 (8) −0.0019 (6) 0.0100 (7) C20 0.0575 (9) 0.0543 (9) 0.0394 (7) 0.0113 (7) −0.0019 (6) 0.0115 (6) Symmetry codes: (i) −x+2, −y+1, −z; (ii) −x+1, −y, −z+1; (iii) −x+2, −y+1, −z+1.
